Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.042; wR factor = 0.125; data-to-parameter ratio = 13.5.
Related literature
For background to and the biological activity of pyrrolo [2,3d] pyrimidines, see: Chadwick (1990) ; Hulzenlaub et al. (1972) ; Ohgi et al. (1979) ; Smith et al. (1972) . For our crystallographic investigations of heterocyclic compounds, see: Patel et al. (2007 Patel et al. ( , 2012 . For C-HÁ Á Á interactions, see: Malone et al. (1997) . For puckering parameters, see: Cremer & Pople (1975) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.951, T max = 0.959 7458 measured reflections 6864 independent reflections 3569 reflections with I > 2(I) R int = 0.027 2 standard reflections every 1 min intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.125 S = 1.01 6864 reflections 507 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg2, Cg3 and Cg4 are the centroids of the N6/C5/C4/C9/N8/C7, N34/C33/ C32/C37/N36/C35, C17-C22 and C45-C50 rings, respectively. closely related to nucleosides and some antibiotics (Chadwick, 1990; Ohgi et al., 1979) . These group of compounds are very well recognized for their biological activities such as anti-tumor, anti-allergic, anti-viral and anti-inflammatory (Hulzenlaub et al., 1972; Smith et al., 1972) . As a part of a continuation of our crystallographic investigations of heterocyclic compounds (Patel et al., 2007; Patel et al., 2012) , we now report herein the supra-molecular structure of a fused pyrrolo[2,3-d]pyrimidine derivative.
Two independent molecules A and B of the asymmetric unit [ Fig.1 ] have similar conformations. The fused pyrrolo pyrimidine rings of A and B in the title compound are practically planar with a dihedral angle of 4.11 (16)° in A and 3.00 (17)° in B. The observed bond lengths and bond angles indicate a significant amount of strain arising due to fusion.
A close observation of the molecular geometry: bond lengths, bond angles including torsional angles of both molecules A and B reveals that two independent molecules of the asymmetric unit are related to each other by a pseudoinversion center. The aromatic pyrrolodine ring of both molecules is puckered to adopt half chair conformation. The ring puckering parameters for mol A corresponding to the atom sequence N24-C25-C26-C27-C28 (Cremer et al., 1975) are Theta In the absence of potential donor-acceptor groups in these heterocyclic compounds, the stability of supra-molecular structure is mainly due to relatively weak but significant C-H···π, π-π interactions. Molecule A and its centro-symmetry related pair gets superimposed centering at 0,0,1. The molecular aggregate so formed are held together by two pairs of C -H···π hydrogen bonds [ Fig.2 ], one intra involving C25-H251 with Cg(3) (the centroid of the ring C17-C18-C19-C20-C21-C22) and the other intermolecular involving C18-H18 with Cg(1) (the centroid of the ring N6-C5-C4-C9-N8-C7) at 1-x, -y, 1-z. The C-H···π interactions involving molecule B and its symmetry related partner is very similar to that of molecule A but this time centered at 0,1,0. The intramolecular hydrogen bond involves C53-H531 to Cg(4) (the centroid of the ring C45-C46-C47-C48-C49-C50) and the intermolecular hydrogen bond is between C46-H46 with Cg(2) (the centroid of the ring N34-C33-C32-C37-N36-C35) at -x, 1 -y, 2 -z. The details of the supplementary materials sup-2 Acta Cryst. (2013). E69, o1286-o1287 geometry of these interation is in Table 1 . The striking feature of the C-H···π hydrogen bond is that these interactions do not interlink molecules A and B, but it involves only individual molecules. The interactions involve the same group of moieties of the two molecules and is of same length. All of the four C-H···π interactions are of type-III as described by Malone et al., 1997 , indicating an exact similarities in the C-H···π interactions. In addition, direction specific π-π interaction involving symmetry related pyrrole ring of molecule B at -1-x, 1-y, 2-z contribute further to the stability of molecular packing along the [100] direction; their centroids are seperated by 4.390 Å [ Fig.3 ]. However,this interaction is absent in molecule A. In the molecule, the closest approach distance between two symmetry (x -1,-y + 1, Z+1) related chlorines is 3.883 (2) Å.
Experimental
A uniform mixture of 4-chloro-5-(4-Chlorophenyl)-7-(4-methylphenyl)-7H-pyrrolo[2,3-d]pyrimidine and pyrrolodine was heated in an oil bath at 80-90° C with stirring. The heating was continued till the starting compound was consumed.
The pH of reaction mixture was maintained and the final product was separated from a mixture of ethanol and N,N-dimethylformamide.
Refinement
All the H atoms were placed in geometrically idealized positions with C-H distances of 0.96 Å (methyl) or 0.93 Å (aromatic) and constrained to ride on their parent atoms with U iso (H) = 1.2U eq (C) for the phenyl H atoms and U iso (H) = 1.5U eq (C) for the methyl H atoms.
Computing details
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software (Enraf-Nonius, 1989); data reduction: CAD-4 Software (Enraf-Nonius, 1989); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009 ); software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
The molecular structure of (I), showing the atom-labelling scheme and 50% probability displacement ellipsoids.
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Figure 2
Part of the crystal structure showing the centrosymmetry related molecule A and molecule B which interlink by two pair of similar C-H···π hydrogen bond interaction, H-atoms have been omitted for clarity.
Figure 3
Part of the crystal structure Packing view of the molecule B along a axis showing the π-π interactions, H-atoms have been omitted for clarity. 
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.18 e Å −3 Δρ min = −0.25 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
